Bryonolic acid (1) (D:C-friedoolean-8-en-3β-ol-29-oic acid) ( Fig. 1 ), a D:C-friedooleanane class of triterpene, and its derivatives have interesting stereochemical features and biological activities. A previous study indicated that these compounds adopt two types of conformations, i.e., S-form (D -E rings: boat-boat form) and F-form (D -E rings: chair-chair form) (Fig. 2) , and that these two conformers co-exist in equilibrium in CDCl3 solutions. 1 Recently, Honda et al. reported that the relative populations of these conformers in solution are greatly affected by the functionality at C-29, and that the principal factor which determines the population ratios is whether the functionality at C-29 is trigonal or tetrahedral. 2 Previously, Tabata and co-workers reported anti-allergic activities of 1 and related compounds, showing that these activities were also significantly affected by the C-29 functionality. 3 Honda et al., in a recent report 2 proposed that the MM2 program for molecular mechanic calculations is suitable for previewing the conformations of bryonolic acid derivatives. Acetyl 29-methyl-29-methylidene-D:C-friedoolean-8-en-3β-ol (2), derived from bryonolic acid (D:C-friedoolean-8-en-3β-ol-29-oic acid) (1), was crystallographically analyzed. Rings A -E of 2 adopted chair, half-chair, half-chair, boat (with bow and stern at C-13 and C-16), boat (with bow and stern at C-19 and C-22) conformations, respectively. Good agreement was found between the structures from X-ray crystallography and that from MM2 calculations. 
Acetyl 29-methyl-29-methylidene-D:C-friedoolean-8-en-3β-ol (2) , derived from bryonolic acid (D:C-friedoolean-8-en-3β-ol-29-oic acid) (1) , was crystallographically analyzed. Rings A -E of 2 adopted chair, half-chair, half-chair, boat (with bow and stern at C-13 and C-16), boat (with bow and stern at C-19 and C-22) conformations, respectively. Good agreement was found between the structures from X-ray crystallography and that from MM2 calculations. Here, we present the crystal conformation of a derivative (2) (acetyl 29-methyl-29-methylidene-D:C-friedoolean-8-en-3β-ol) and compare it with that derived from an MM2 calculation.
The experimental conditions of the X-ray structure determination are given in Tables 1 and 2 . An ORTEP drawing for the title compound is shown in Fig. 3 .
The conformations of rings A -E were chair, half-chair, halfchair, boat (with the bow and stern at C-13 and C-16), boat (with bow and stern at C-19 and C-22). The boat form of ring D was significantly distorted compared to its regular conformation (Fig. 4) , serving to relieve the steric hindrance between the C-27 methyl group and an α-oriented hydrogen atom at C-16. However, a much more severe steric hindrance between the C-26 and C-28 methyl groups prevented the adoption a conformation with the bow and stern at C-14 and C-17. As for the E-ring, its conformation was considerably similar to that of the regular conformation. This may be explained by the fact that steric interaction between the α-oriented hydrogen atoms at C-19 and C-22 could cause less distortion. The methyl group linking to C-29 of 2 adopted an anti-periplanar conformation to the C-30 methyl group (C30-C20-C29-C34 = -179.6˚).
Good agreement of the D-E ring moiety of 2 between the structure from an X-ray crystallographic analysis and that from an MM2 calculation was found (Fig. 4) Fig. 3 View of the crystal structure of 2. Fig. 4 Comparison of the endocyclic torsion angles (˚) among the regular conformation (R.C.) and experimental data of D-E ring systems of 2.
